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Gorykin, S. F. (USSR). |
Zh. Prikl. Khim. (Leningrad) 1972, 45(5), 1132-4 (Russ). The l

nonideal behavior of Li vapor was taken into account in prepg. |
an enthalpy-entropy diagram for 2000-6000°K and 1~100 bar.,
i .

e ———— Frantisek Smutny -

0 ‘-“\;306.64\'6::“.i;xi‘}x}l;}:;n-t;o});“&‘i‘;é;;nrfax:._lithiurxi vépor in the
(AH g / 000-6000°K and 1-100 bar ranges.
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- 141076b “Thermochemistry in the Hartree-Fock approxmm- 1

tion. Hurley, A. C. (Div. Chem. Phys., CSIRO, Clayton,
- Aust.). Advan. Quantum Chem. 1973, 7, 315—34 (Eng) By |
using estd. limiting values of the Hartree-I‘ock (H.-F.) total
energies (E) and the H.-F. binding energies, the std. enthalpxes
of forma.txon (AH,°) at 0°K in the ideal gas state were calcd. for !
the mols. Lis, Co(x'Z,* and A3Z,7), Fa, LiF, C;Hs, HzOz, Cth
HCHO, LICCH, FCCH, Na, BE, CO; CH;: ACN, FCN
C’Nz, N:0, OsTX*Zy, & Ay and DV E,), L0 (X 7, NU(X!‘«).
OE=(X* #), and CF (X? x), where the hydrides Hz,—I]H_, BH,
C‘Hh NH;,.H.Q, and HF in the ideal gas state at 0°K were chosen
as the ref. states for the élements H, Li, B, C, N, O, and F, resp.
For the closed-shell mols. excludmg Cz(x‘ L,‘*) and NzO the dif-

ferences between the caled. and exptl. AH,° values ranged frqm °

0.3 to 8.3 kcal/mole; the discrepancies for the open-shell mols.
were larger, but good agreement with expt. was still obtained for
the chem. stable species. The requirements on the wave func-
tions of the basis sets are described for obtaining limiting H.-F.
E values in Hartree-Fock-Roothaan calens. The conditions
rcquxred for invariance of the correlation energy are dxscussed
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Tepmoxumitueckue cBoiicTra

) ; razoo0pasupix |
o Liz  Lis. Wu C. H. Thermochemical properties of gaseo- |
S Lizama Lis. «J. Chem, Phys.», 1976, 65, Ne 8, 3181— |
. 3186 (anra.)
L B nutepnane T-p 553—1040° K MeTononm Kuyncena na
j MacC-CNCKTPOMETPC  H3yyeH mHachiuy. nap Hag Janteewm Li,

Onpenenenst suranpmiy AH® p-unit Li (TB. KHAK.) ==
==Li (ras.) 2Li (rs., AHAK.)==Li» (ras.); Li, raz.=
v =2Li (ra3,) no 2-My 3aKoHy c0oTD. 39,30+1,0; 51,68+
& 14, 2450+0,80 KKaa/Monb; no  3-my 33aKOHY COOTB.
#v “ . 385:0,1; 51,550,19: 2545:£0,17 xkan/monb.. s pemait
4 172 4/; 3Li (rB. xuax.)-Lis (ras.) (1); 2Li, (ras)==Liy (ras.)+4
/ S0 +Li (ras) (2) NOMyYCHDL! SuTanbmii A gge’k 1o 2-my 3aKo-

Hy coors. 72,125 11,5==0,65 KKaJ/Mousb., Pacuer sntany. |
i AHo® past p-wmit (1), (2) nposomiacs gas ABYX CTPYKTYp |
"Liz (ra.) ¢ yroami 34 u 137° Iast crpykTypht C yraoy 34°

@7, 5 G

1157 FNF - < [K)



Ssluncaenst Ao p-LHi (1) 1 (2) mo 2-My 3akony COOTB.

75,2+25; 10,7+0,65 KkKaja/yMoab; no 3-My 3aKOHy COOTB.
72.89+0,35; 10,68=+0,14 kKaa/yMonab; MAsT CTPYKTYpHl C

yraom 137° no 2-My aakony AH® p-umit (1) u (2) papnur -
cootn. 77,4+25: 129+0,65 kxaa/yvoab; no 3-My 3akomy

cooTs. 68,35%+0,52; 6,1520,33 KKa./M0Mb. AHATH30M IKCNC:
PHM. JAHILIX, MOKA3al0, UTO Jyyllce COr/acoBaliie MOKCT

GbITh 10JYUCHO Aast cTpyKTypol Lis (ras.) c yraom 137° i
Onpeacnenst It nmossaennst  noios Lis¥ n List  coors.
4.86-0,1;4,350,2 8. PaccuyTaunl dHepriit AHCCONHaln |

-.D2Lig, Lis, Lio+, Lis* coors. 25,5%1.5; 41,6+4,0; 37,7k
I B5,5F4,3 KRas/Moab H 3iTaabniit o0pa3osanns

“*o'n Lig coors. 51,5:£2,0 u 73,0:£4,0 KKaa/modib.
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100: 922445 Gas-phase equilibriums of isotopic lithium systems,
I. Pure lithium. Chan, Yat C.; Stwalley, William C. (lowa Laser
Facil., Univ. Towa, lowa City, 1A 52242 USA). .J. Chem, Thermodyn.
1983, 15(10), 989-93 (Eng). The thermodn. properties of the diat.
Li mols. 6Liz [12596-45-1], 6Li7Li [12596-43-9], and 7Lis [12596-41-0]

are caled. from the latest spectroscopic quantities. In addn., equil,
!
ﬂl[f/ﬁé@yéf - p\)consls. for formation of these Li mols. from their atoms arc
K& . =

computed for temps. to 2000 K.
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] 102: 155876p Thermodynamic properties of diatomic gases at’
high_temperatures: an improved calculational approach for
the JANAF thermochemical tables. Frurir, D. J.; Syverud, A,
N.; Chase, M. W. - (Dow Chem. Co., Midland, MI 48640 USA). . J.
Nucl. Mater. 1985, 130, 189-98 (Er:{g). A new program was prepd..
that calcs. the partition functions by direct summation over the mol.:
energy levels. Applications of the technique to the species Liz, Na3,
Bez, Mg, and Caz are presented and show the greatest improvenient'
“In heat capacity values. _ R LR E -

A |

e o

C.A. 1985 102, N I8
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14 B4355. KBasupesonancumii KoneGaTenbHo-Bpawma-
TEIbHBIT NepeHoC sHepruu NPH  CTOJKHOBeHHAX aToma ¢
ABYXaTOMHOH MoJieKyJ1oii, Quasiresonant vibration<>rota-
tion transfer in atom-diatom collisions, Stewart Brij-
an, Magill Peter D., Scott Thomas P., Derouard Jacques,
Pritchard David E. «Phys. Rev. Lett.», 1988, 60, Ne 4,
282—285 (awra.) '

HcenenoBana CCHCHOHNIH3HPOBaHHas Oy C BHCOKOBO3-
OyXICHHHX KoaeGar. i Bpalar. cocrosmuit (v go 10, j
no 76) moxekynn Li, B S/ICKTPOHHO-BO36YKACHHOM o=
crosuun A'Sy+. Jlaseproe BO30Y:KACHHE 0Gecneunsaio ce-

"JICKTHPOBaHHOe 3aceJsieHne HavaJabHOro COCTOSIHHSA. HCPCXOA

B KOHeuHOe cocTosinue v'j’ HHAYUHDPOBAJICA CTONKHOBCHHS-
MH c atoMamu Ne, OGuapysxeno, yro CTOJIKHOBCHHSL ¢ j3-
MCHEHHeM KosieGar. KBaHTOBOro wymclia HOCAT CHJbHO pe3o-

/19 n 1Y



octpuM. ITo Mepe yBejHuenus j ccuenHsi mepexoAos C H3-
MeHeHHEM U CHJbHO BO3pacTaior, H TpH j=T5 ceuenus
YNpYroro CTOJKHOBEHHS M CTOJKHOBEHHA C H3McHEHHEeM U
Ha  eAMHHIY OKa3blBalOTCSl ~CPaBHHMBIMH. OrMmeuaercs
BKJan noAao6HOro mnpouecca B BO3MOXKHOM 06pa3oBaHHH
HHBCPCHOM 3aCECHHOCTH TIO BpaUlaT.. COCTOSTHHSAM.

: v e s e - E. E. Huxkutun
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22 63188. CrpyktypHubie acnexrsi TMApaTaymMm MHOHOB nu-
THS B BOAHLIX pacTEOpax anexkrponutos /Cmupros [1. P.,
Ypoctun B. H. //XK. PHu3. xumum . —1993 . —p7 Ne 7 .—C.
1401 —1405 .—Pyc.

MNpusegen ananus Pe3ynbrartos uccneposanus CTRYXTYpbI
BOAH. p-pos coneit mufus. OtmeueHa aHomanus s nosepexuu
MOHOB NUTUS B P-pax Ha CTPYKTYPHOM yposHe,

Y. 1998 w32 -2Y
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*V5B155. DJiexTpoHHax CTPYKTypa M SJIeKTPH-
NfecXMe CBOMCTBAa JUMEpPOB INEJIOYHBIX MeTaJlJIOB.
Electronic structure and electric properties of the alkali metal
dimers / Urban Miroslav, Sadlej Andrzej J. // J. Chem.
Phys.— 1995 .— 103, Ne 22 .— C. 9692—9704 .— Aurn.
MeTomamu cpssanubix xaactepos n CCII B nonnom axTus-
HOM TIPOCTPAHCTBE PACCYMTANB AUNOIBHEIE MOMEHTHI M NI~
NONMBHEIE HOJISPH3YyEMOCTH PANA JMMEPOD IICTOYHBIX METaJl-
nos (Li, Na, K, Rb). Penarupncrckue monpabki yyTCHH B
AMKAX KBa3HpPCIATHBHCTCKOTO CKAallIPHOTO NPHOIMKEHUS.
floc’mrny'ro xopolree coriacie ¢ axcrnepum. ganubmu. Io-
Ka3a1o0, YTO PEIATHBMCTCKHE TONPABKM CTAHOBATCA BaXKHH-

,,al . ” . My TonbKo mns coemuenuit Rb. IlpoBeneno comocTabienue
C pe3ynbTATAMH pacyeTa METONOM (YHKUMOHANA IIOTHO-
CTH, a TaK’KE HEOMIMPMYECCKMMI M OMIHUPHYECKHMH NaHHEI-
M, TOJYYCHHBIMH C MCIOIb30BAHMEM IICEBIONOTEHUMAIIOB.
Bubn. 57. _H.C.
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F: Li2 /3.79

P: 1
131:122463 The High-Lying Vibrational Levels
and Dissociation Energy of t a3.SIGMA.+u State of
7Li2. Linton C.; Martin, F.; Ross, A. J.;
Russier,. Crozet, P.; Yiannopoulou, A.; Li, Li;
Lyyra, A. M. (Physics Department, University of New
Brunswick, Fredericton, NB E3B 5A3, Can.). J. Mol.
Spectrosc., 196(1), 20-28 (English) 1999
Perturbation-facilitated optical-optical
double resonance (PFOODR) was used to access the
23.PI.g state of 7Li2 via an excitation scheme
using t single-mode tunable lasers. The selected
(A ~ b) mixed level provides a through which the
triplet manifold can be accessed. Fluorescence

051090, 131



from si rovibrational 1levels of 23.PI.g to the.
state. was detected at high resoln. a Fourier:
transform spectrometer. Transitions to v = 0-9 in

the state we obsd., covering the potential well
almost to the dissocn. 1limit. The dat analyzed

using a near dissocn. expansion (NDE) technique and

the resultin vibrational and rotational parameters
were used to calc. a new RKR potent curve which
reproduced the obsd. energy levels to within a
root-mean-squa error of 0.02 cm-1. The following
parameters were obtained for the state 301.829 .+-.
0.015 cm-1, De = 333.69 .+-. 0.10 cm-1, Te =
8183.12 .+-. 0. ’
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